Hay4yHo-o6pasoBaTenbHbIfi LeHTP MIHCTUTYTa BbICOKOMOMEKYNSAPHbIX coeanHeHnin PAH
npu y4actunm MockoBcKoro rocyaapCTBEHHOro yHusepcuteta um. M.B. JlTomoHocosa u
CaHkr-lNeTepbyprckoro rocyaapCTBEHHOMO yHUBEPCUTETA
«KoMnbloTepHoe MoilenMpoBaHMe HAHOCUCTEM B Hayke O MaTtepuarnax u Guonorum»

OaHogHEBHbIN ceMuHap NS CTYAEHTOB U acnupaHToB

BeedeHue e amomucmu4yeckoe KOMMNLMeEPHoe
ModesiupogaHue 6UOMONEKYNSIPHbIX cUCMeM

Mecrto nposeaeHus: r.CaHkT-NeTepbypr, bBupxesoit npoesa 6, UBC PAH, komH. 152.
Bpemsa nposenenus: 22 anpensa 2013r. (noHeaensHuk), 10.00 — 13.00 (TeopeTuyeckue
3aHATmnsa), 15.00-18.00 (npakTuyeckne 3aHATUS)

OpranusaTtopsbl: 4.d.-M.H. A.A.l'ypToBeHKo, A4.d.-M.H. C.B.JTionuH, k.d.-m.H. C.B.JlapuH.
[pakTnyeckune 3aHsaTus GyayT npoBoanTbes: Ha 6ase 64-54epHOr0 BbIMUCIUTENBHOTO
knactepa UBC PAH (IBM System x3550 M3).

3a nocnefHWe HECKONbKO AECATKOB NET KOMMbIOTEPHOE MOAENVPOBAHUE MPEeBPaTUNocb B
OOWH U3 OCHOBHbIX MHCTPYMEHTOB Hay4HbIX UccnegoBaHuii B Buonorumn, Guodusmnke n Guoxmmmum.
POCT npon3BoAUTENbHOCTM CynepKOMMbIOTEPOB U KOMMbIOTEPHbIX KNacTEPOB B COBOKYMHOCTU C
NOSAB/IEHNEM PeanuCTUYHbIX TEOPETUYECKUX MOAENEen BbICOKOro paspeLueHWns NpuBenu K ToMmy,
4YTO B HacToslllee BPeMs KOMMbOTEPHOE MOAENMPOBaHME HE TONMbKO CNOCOBHO BOCMPOWU3BOAUTL
CyLecTBYyOLME IKCMEepUMEHTalbHble [aHHble, HO W 3a4acTyl SBMAETCA €AUHCTBEHHbIM
WCTOMHUKOM [eTanbHOn MHopMauum ons CnoxHbix GuomonekynspHbix cucteM. Llenbio aaHHoro
CemMunHapa fABNAETCA 03HaKOMIEHWE CTYLEHTOB WM acnMpaHTOB C COBPEMEHHbIM COCTOSIHUEM B
obnacTn KOMMbLIOTEPHOrO MOAENUPOBaHWA Guomonekyn. [MoMMMO ydyacTus B TEOPEeTUYECKMX
3aHATUAX, Y4aCTHUKU CEMUHAapa nony4aT npakTUYecKMe HaBblKu UCNONb30BaHNs NakeTa NporpaMm
GROMACS, «oTOpbli Ha CErofHsILHWA [eHb SABMSETCA OOHUM K3 CaMbiX 3PEEKTUBHBLIX U
YHUBEpPCanbHbIX NAKETOB ANA MOAENNPOBAHUSA BUOMONEKYNSAPHbIX CUCTEM.

KpaTkas nporpamma ceMuHapa:

1. OTkpbiTMe cemuHapa. BcrynutenbHoe crnoBo  pykosoauTenss  HayuHo-
obpasosaTtenbHoro ueHtpa MBC PAH «KomnbloTepHoe moaenvpoBaHue HaHOCUCTEM
B Hayke o maTepuanax un buonorum» g.¢.-m.H. C.B. JlonuHa.

2. TeopeTnuyeckue 3aHATUSA
e BBeaeHve B METOAbl KOMMNbIOTEPHOrO MOAENUPOBAHUSA BUOMONEKYNAPHBIX CUCTEM.
* MonekynapHas opraHu3daumsi 6enkoB. OcobeHHOCTM MoaenupoBaHua Genkos
METOAO0M MONEKYNAPHOW ANHAMMKW.
e KomnbioTepHoe MogenvpoBaHue BUonoryeckux MeMmopaH.

3. [lpakTuyeckue 3aHATUA.
e [lpumeHeHve naketa GROMACS ans mogenvpoBaHusi BUOMOMEKYNSPHBLIX CUCTEM
Ha npumepe OenkoBbiX MOMEKyn W nUNUAHbIX MembpaH. OCHOBHblEe 3Tanbl
MOOENUPOBaHUA METOAOM  MOMEKYNSPHOW  AWHAMUKK, aHanu3 TpaekTopui
MoAennpoBaHuS.

BHumaHue! KonuyectBo y4yacTHWKOB orpaHudeHo: Bcero 15 mect. Heobxoguma
npeasapuTenbHas peructpauus, 3assku Hanpasnante JSlronuHy Cepeeto Bnadumuposuyy,
e-mail: s.v.lyulin@gmail.com

YyacTtue B ceMuHape — 6ecnnatHoe, He06X0AMMO MMeETL C COGOM HOYTOYK.



